Single-crystal X-ray study T = 123 K Mean (C-C) = 0.003 Å R factor = 0.040 wR factor = 0.110 Data-to-parameter ratio = 15.7
Comment
Hydrochlorothiazide (HCT) is a thiazide diuretic which is known to crystallize in at least two non-solvated forms; form I (Dupont & Dideberg, 1972) and form II (Florence et al., 2005) . The dimethyl sulfoxide (DMSO) solvate, (I), was produced during an automated parallel crystallization polymorph search on HCT. The sample was identified as a new form using multisample X-ray powder diffraction analysis of all recrystallized samples (Florence et al., 2003) . Subsequent manual recrystallization by slow evaporation of a saturated DMSO solution at 278 K yielded samples of (I) suitable for single-crystal X-ray analysis (Fig. 1) .
In (I), the six-membered ring N1-S1-C3-C2-N2-C1 in HCT displays a puckered conformation, atom N1 having a Figure 1 Plot of the asymmetric-unit contents with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. deviation of 0.622 (2) Å from the least-squares plane through atoms C2-C7. The sulfonamide side chain adopts an N3-S2-C5-C6 torsion angle of À62.0 (2)
, such that O3 eclipses H4, and atoms O4 and N3 are staggered with respect to Cl1.
The crystal structure is stabilized by three N-HÁ Á ÁO hydrogen bonds interconnecting (a) HCT molecules (Fig. 2 , contact 1) and forming an R 2 2 (8) (Etter, 1990) centrosymmetric dimer (Fig. 3) , and (b) HCT and two DMSO molecules (Fig. 2 , contacts 2 and 3).
The aromatic ring formed by atoms C2-C7 is involved in two offset face-to-face -interactions between nearestneighbour HCT molecules with centroid-centroid distances/ perpendicular distances between the corresponding planes equal to 4.354 (2)/3.58 Å (centroid at Àx, 1 À y, 2 À z) and 4.466 (2)/3.57 Å (centroid at 1 À x, 1 À y, 2 À z). The HCT aromatic rings form a stacked arrangement in the direction of the a axis. The structure also contains three C-HÁ Á ÁO contacts between HCT and HCT (Fig.2, contact 4) and between HCT and DMSO (contacts 5 and 6).
Experimental
A single-crystal sample of the title compound was recrystallized by slow evaporation of a dimethyl sulfoxide solution at 278 K. Table 1 Hydrogen-bond geometry (Å , ). 
Crystal data
H atoms bonded to N atoms were found in difference maps and refined isotropically, but all other H atoms were constrained to idealized geometry using a riding model; U iso (H) = 1.2U eq (C) and C-H = 0.95 (CH group) or 0.99 Å (CH 2 groups).
Data collection: COLLECT (Hooft, 1988) and DENZO (Otwinowski & Minor, 1997); cell refinement: DENZO and COLLECT; data reduction: DENZO; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97.
We thank the Basic Intermolecular interactions in (I). Dashed lines indicate hydrogen bonds and unique contacts are labelled as follows: 1 = N3Á Á ÁO4, 3.004 (3)Å , O4 in the molecule at (Àx, 2 À y, 2 À z); 2 = N2Á Á ÁO5, 2.806 (3)Å , O5 in the molecule at (1 À x, 1 À y, 2 À z); 3 = N3Á Á ÁO5, 2.776 (3)Å ; O5 in the molecule at (À1 + x, y, z); 4 = C1Á Á ÁO4, 3.347 (3)Å , O4 in the molecule at (x, À1 + y, z); 5 = C7Á Á ÁO5, 3.289 (3)Å , O5 in the molecule at (1 À x, 1 À y, 2 À z); 6 = C8Á Á ÁO3, 3.228 (4)Å , O3 in the molecule at (1 À x, 2 À y, 1 À z). Contacts calculated and illustrated using PLATON (Spek, 2003;  program version 150306) Special details Experimental. Although no formal absorption correction was applied, the standard Kappa CCD methodology involves collecting a large number of redundant reflections and processing via SCALEPACK. This effectively introduces a multiscan type correction suitable for weakly absorbing molecules. Symmetry codes: (i) −x, −y+2, −z+2; (ii) −x+1, −y+1, −z+2; (iii) x−1, y, z; (iv) x, y−1, z; (v) −x+1, −y+2, −z+1.
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